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2. DIFFRACTION GEOMETRY AND ITS PRACTICAL REALIZATION

2.6.1.7.2. Model calculation

In the section on data evaluation and interpretation, we have
seen that we obtain a rough estimate for the structure of the
particles under investigation directly from the experimental data.
For further refinement, we have to compare our results with
scattering functions or PDDF’s from models

2.6.1.7.3. Calculation of scattering intensities

The scattering curves can be calculated semi-analytically for
simple triaxial bodies and for models composed of some of these
bodies. The scattering amplitude for regular bodies like
ellipsoids, parallelepipeds, and cylinders can be calculated
analytically for any orientation. The spatial averaging has to be
performed numerically. Such calculations have been performed
for a large number of different models by Porod (1948),
Mittelbach & Porod (1961a,b, 1962), and by Mittelbach (1964).
More complicated structures can be described by models
composed of several such triaxial bodies, but the computing
time necessary for such calculations can be hours on a
mainframe computer.

Models composed only of spherical subunits can be evaluated
with the Debye formula (Debye, 1915):
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(2.6.1.67)

where the spatial average is carried out analytically. Another
possibility would be to use spherical harmonics as discussed in
the previous section but the problem is how to find the expansion
coefficients for a certain given geometrical structure.

2.6.1.7.4. Method of finite elements

Models of arbitrary shape can be approximated by a large
number of very small homogeneous elements of variable electron
density. These elements have to be smaller than the smallest
structural detail of interest.

Sphere method. In this method, the elements consist of spheres
of equal size. The diameter of these spheres must be chosen
independently of the distance between nearest neighbours, in
such a way that the total volume of the model is represented
correctly by the sum of all volume elements (which corresponds
to a slight formal overlap between adjacent spheres). The
scattering intensity is calculated using the Debye formula
(2.6.1.67), with @,(h) = @,(h) = P(h).

The computing time is mainly controlled by the number of
mutual distances between the elements. The computing time can
be lowered drastically by the use of approximate d values in
(2.6.1.67). Negligible errors in I(h) result if d, values are
quantized to D,,, /10000 (Glatter, 1980c). For the practical
application (input operation), it is important that a certain
number of elements can be combined to form so-called sub-
structures that can be used in different positions with arbitrary
weights and orientations to build the model.

The sphere method can also be used for the computation of
scattering curves for macromolecules from a known crystal
structure. The weights of the atoms are given by the effective
number of electrons

Z

et = Z — PoVerr, (2.6.1.68)

where V. is the apparent volume of the atom given by

Cube method. This method has been developed independently
by Fedorov, Ptitsyn & Voronin (1972, 1974a,b) and by Ninio &
Luzzati (1972) mainly for the computation of scattered intensities
for macromolecules in solution whose crystal structure is known.
In the cube method, the macromolecule is mentally placed in a
parallelepiped, which is subdivided into small cubes (with edge
lengths of 0.5-1.5 A. Each cube is examined in order to decide
whether it belongs to the molecule or to the solvent. Adjacent
cubes in the z direction are joined to form parallelepipeds. The
total scattering amplitude is the sum over the amplitudes from
the parallelepipeds with different positions and lengths. The
mathematical background is described by Fedorov, Ptitsyn &
Voronin (1974a,b). The modified cube method of Fedorov &
Denesyuk (1978) takes into account the possible penetration of
the molecule by water molecules.

2.6.1.7.5. Calculation of distance-distribution functions

The PDDF can be calculated analytically only for a few simple
models (Porod, 1948; Goodisman, 1980); in all other cases, we
have to use a finite element method with spheres. It is possible to
define an analogous equation to the Debye formula (2.6.1.67) in
real space (Glatter, 1980c). The PDDF can be expressed as

N
p(r) = ; Ptpo(r, R;)

N-1 N
+230 > piop(r.dy, R, Ry).

i=1 k=i+1

(2.6.1.69)

po(r, R;) is the PDDF of a sphere with radius R; and electron
density equal to unity, p(r, dy, R;, R,) is the cross-term distance
distribution between the ith and kth spheres (radii R; and R;) with
a mutal distance dj;.

Equation (2.6.1.69) [and (2.6.1.67)] can be used in two
different ways for the calculation of model functions. Some-
times, it is possible to approximate a macromolecule as an
aggregate of some spheres of well defined size representing
different globular subunits (Pilz, Glatter, Kratky & Moring-
Claesson, 1972). The form factors of the subunits are in such
cases real parameters of the model. However, in most cases we
have no such possibility and we have to use the method of finite
elements, i.e. we fit our model with a large number of
sufficiently small spheres of equal size, and, if necessary,
different weight. The form factor of the small spheres is now not
a real model parameter and introduces a limit of resolution.

Fourier transformation [equation (2.6.1.10)] can be used for
the computation of the PDDF of any arbitrary model if the
scattering function of the model is known over a sufficiently
large range of & values.

2.6.1.8. Suggestions for further reading

Only a few textbooks exist in the field of small-angle
scattering. The classic monograph Small-Angle Scattering of
X-rays by Gunier & Fournet (1955) was followed by the
proceedings of the conference at Syracuse University, 1965,
edited by Brumberger (1967) and by Small-Angle X-ray
Scattering edited by Glatter & Kratky (1982). The several
sections of this book are written by different authors being
experts in the field and representing the state of the art at the
beginning of the 1980’s. The monograph Structure Analysis by

Langridge, Marvin, Seeds, Wilson, Cooper, Wilkins & Small-Angle X-ray and Neutron Scattering by Feigin & Svergun
Hamilton (1960). (1987) combines X-ray and neutron techniques.
104

Copyright © 2006 International Union of Crystallography

references


http://it.iucr.org/Cb/ch2o6v0001/references/
http://it.iucr.org/Cb/ch2o6v0001/sec2o6o1o7o3/


<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /All
  /Binding /Left
  /CalGrayProfile (None)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Error
  /CompatibilityLevel 1.3
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Perceptual
  /DetectBlends true
  /ColorConversionStrategy /sRGB
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /SyntheticBoldness 1.00
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 524288
  /LockDistillerParams true
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveEPSInfo true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth -1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages false
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /ColorImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasGrayImages false
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth -1
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /GrayImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasMonoImages false
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 600
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile (None)
  /PDFXOutputCondition ()
  /PDFXRegistryName (http://www.color.org)
  /PDFXTrapped /False

  /DetectCurves 0.100000
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /PreserveDICMYKValues true
  /PreserveFlatness true
  /CropColorImages true
  /ColorImageMinResolution 150
  /ColorImageMinResolutionPolicy /OK
  /ColorImageMinDownsampleDepth 1
  /CropGrayImages true
  /GrayImageMinResolution 150
  /GrayImageMinResolutionPolicy /OK
  /GrayImageMinDownsampleDepth 2
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /CheckCompliance [
    /None
  ]
  /PDFXOutputConditionIdentifier ()
  /Description <<
    /ENU ()
  >>
>> setdistillerparams
<<
  /HWResolution [300 300]
  /PageSize [641.000 859.000]
>> setpagedevice


